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One-dimensional flat bands in twisted bilayer
germanium selenide
D.M. Kennes1,2,5✉, L. Xian 2,5, M. Claassen 3,5 & A. Rubio 2,3,4✉
Experimental advances in the fabrication and characterization of few-layer materials stacked
at a relative twist of small angle have recently shown the emergence of flat energy bands. As
a consequence electron interactions become relevant, providing inroads into the physics of
strongly correlated two-dimensional systems. Here, we demonstrate by combining large
scale ab initio simulations with numerically exact strong correlation approaches that an
effective one-dimensional system emerges upon stacking two twisted sheets of GeSe, in
marked contrast to all moiré systems studied so far. This not only allows to study the
necessarily collective nature of excitations in one dimension, but can also serve as a pro-
mising platform to scrutinize the crossover from two to one dimension in a controlled setup
by varying the twist angle, which provides an intriguing benchmark with respect to theory.
We thus establish twisted bilayer GeSe as an intriguing inroad into the strongly correlated
physics of lowdimensional systems.
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Understanding emergent, strongly correlated quantumphenomena in complex many-body interacting and lowdimensional materials is one of the main driving forces in
modern condensed matter research. Strongly correlated systems
are fascinating as they challenge our understanding of quantum
mechanics fundamentally, but are also highly relevant to tech-
nological advances, such as the quest for room temperature
superconductivity, ultra-dense and ultra-fast memory solutions,
as well as quantum computing platforms1, to name a few. In this
context, the study of low-dimensional systems has revealed a zoo
of surprising insights into quantum collective behavior of many-
body systems, some of which already find far reaching applica-
tions in everyday life, e.g., in computer memory (magnetism) and
magnetic resonance imaging techniques (superconductivity).
Recently, twisted bilayer graphene2–6 and other van der Waals
materials stacked atop each other at a twist7–13 have been pro-
posed as material realizations of two-dimensional correlated
physics that afford an unprecedented level of control. Previous
studies concentrate on few-layer films featuring a 60 or 120
rotational symmetry stacked at a twist. By forming a large moiré
supercell at small twist angles, a quasi-two-dimensional system
with quenched and tunable kinetic energy scales emerges, thereby
drastically enhancing the role of electronic interactions.
Surprisingly, we report here that if instead we consider layered
systems stacked at a small twist angle for which the monolayers
have a rectangular lattice with only mirror symmetry, an effec-
tively one-dimensional system with quenched kinetic energy
scales (flat bands) emerges. This elevates the concept of moiré
systems to include the broad and exciting realm of one-
dimensional quantum systems, which from a theory point of
view is ideal to study quantum many-body effects, because
powerful theoretical tools (such as bosonization, tensor network
approaches and the Bethe ansatz14–16) can be employed to obtain
a nearly complete picture of its collective nature and effects of
strong correlations. Remarkably, we find that varying the twist
angle smoothly interpolates between an effectively one-
dimensional and a two-dimensional system at low energies,
permitting experimental studies of the dimensional crossover in a
clean and controllable manner.
To illustrate this point we perform large-scale ab initio based
simulations of two sheets of GeSe stacked at a twist, where GeSe
belongs to the family of 2D group-IV monochalcogenides17 and
has a similar structure as phosphorene [see Fig. 1a, b]. 2D GeSe
exhibits high air stability and thin GeSe films down to a monolayer
have been studied extensively in experiments for their applications
in phototransitors and near-infrared photodetectors18–24. 2D GeSe
is also predicted to exhibit giant piezoelectricity25,26, room-
temperature ferroelectricity27,28 and ferroelasticity29,30, strong
visible-light absorbance31 and a large bulk photovoltaic effect32.
This renders GeSe an interesting choice as much prior expertize on
the (untwisted) material exist and samples are experimentally
available. Furthermore, recently an Eshelby twist has already been
realized for GeSe, as well as in the structurally similar system
GeS33.
With extensive ab initio calculations, we explicitly demonstrate
that a quasi-one-dimensional system emerges for twisted bilayer
GeSe at small twist angles, where the degree of “one-dimen-
sionality” increases with decreasing angle. Upon including
interactions we show that this system is an effective realization of
the so-called ionic Hubbard model. This model has attracted a lot
of research attention in the past34–40, because it features many
interesting prototypical (correlated) phases of matter, including
band insulators, Mott insulators, bond density waves and Lut-
tinger liquids, and hosts Ising, as well as Kosterlitz–Thouless
quantum phase transitions. As a consequence we find that in
twisted GeSe all these different phases of matter can be accessed
and their respective phase transitions can be studied in a con-
trollable condensed matter setup. We explicitly outline the phase
diagram including all the above mentioned phases of matter upon
varying the filling (experimentally tunable by gating), as well as
the ratio of kinetic and interaction energy scales (tunable by the
twist angle) at temperatures accessible within current experi-
mental limitations. Furthermore, twisted bilayer GeSe constitutes
a unique system for the controlled study of the crossover between
two-dimensional and one-dimensional physics via varying the
twist angle using the experimental setup outlined in ref. 41, which
can be used to shed light on this interesting regime from an
experimental viewpoint in the future. This condensed matter
based benchmark system could complement results from more
conventional quantum simulation platforms42–44 in the future in
terms of scalability of system size and operation temperature.
Twisted bilayer GeSe, as we demonstrate, is thus an ideal inroad
into the strongly correlated nature of low-dimensional systems.
Results
Density functional characterization. We start by discussing the
ab initio band structure results for twisted GeSe. In Fig. 1 we
show the density functional theory (DFT) characterization of two
sheets of stacked GeSe at a twist (see Methods section). The
atomic structure of a single sheet of GeSe resides in a rectangular
lattice [panels (a) and (b)]. Starting from a perfectly aligned AA-
stacking bilayer, different moiré patterns are formed when the top
(or the bottom) layer is twisted with angle ϕ ranging from 0 to
180 with respect to the other layer.
The systems with twist angles ϕ and 180-ϕ, which we refer to
as configurations A and B, respectively, share supercells of the
same size. The supercell for system B is shown in Fig. 1c, and the
corresponding supercell for system A can be found in the method
section. We will focus on configuration B in this work and we
refer to the twist angle of 180-ϕ as ϕ for simplicity. Similar to
the results reported for hexagonal or triangular lattice
systems2–6,8,9,45 we find the emergence of flat bands (which as
in the case of twisted Boron-Nitride8 does not rely on tuning to
magic angles) at the edges of the conduction and valence bands at
small twist angles. However, in marked contrast to these other
systems surprisingly some of the low energy bands disperse only
along one direction in real space. This is most obvious for bands at
the bottom of the conduction bands [see panel (d) and (e)], which
are only dispersive along the Γ-X (or Y-S) direction and
dispersionless along the perpendicular Γ-Y (or X-S) direction.
We carefully checked these results against varying the functionals
used in our DFT calculations, which give slightly different relaxed
atomic geometry. To this end we compare results obtained within
the local density approximation (LDA) to those obtained
employing a generalized gradient approximation (GGA) with
van der Waals corrections. We find very consistent behavior upon
varying the choice of functionals (see Methods section).
Remarkably, we find that the moiré system at small angle shows
a quasi-one-dimensional chain-like staggered charge distribution
in real space [see panel (g)] for states in the flat bands, with pairs
of wires in the unit cell, each of which displays an alternating
sequence of large and small charge puddles. To capture this
behavior, we fit the low-energy moiré bands using an anisotropic
tight-binding model with a staggered on-site potential (see
Methods section). Panel (f) summarizes results for such fits
obtained within a LDA and GGA. We find (robust to changing the
functionals used in DFT) that the ratio between intra-wire and
inter-wire couplings decreases with decreasing twist angle, which
tunes the system continuously to the one-dimensional limit.
If we neglect the coupling between the one-dimensional wires
at small twist angle, then a simple model that accurately describes
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the dispersion and charge modulation along the wire is given by a
Hamiltonian with nearest-neighbor hopping t and featuring a
staggered on-site potential ϵ0
H0;σ ¼
X
i
t cyi;σciþ1;σ þH:c:þ
X
i
ð1Þiϵ0ni;σ ; ð1Þ
with ni;σ ¼ cyi;σci;σ the occupancy at site i. The corresponding
dispersion has two branches E ±k ¼ ±
ffiffiffiffiffiffiffiffiffiffiffiffiffiffiffiffiffiffiffiffiffiffiffiffiffiffiffiffiffiffi
4t2cos2ðkÞ þ ϵ20
p
.
Starting from the LDA DFT results at a twist angle of
ϕ ¼ 6:61, ϵ0 ¼ 0:001337eV can be read off by the gap
magnitude at the zone edge, and an optimal fit of the single
remaining parameter t ¼ tk (see Methods section) is shown in
Fig. 2a. At this angle we find ϵ0=t  1:3, placing the system in the
interesting regime where kinetic energy terms and staggering
potential compete in their order of magnitude. More details about
the fit, as well as the crossover from two dimensions to one can be
found in the Methods section.
Correlation effects. Next, we model electron interaction effects.
At this point we have no definite way to pinpoint the range of the
interactions and rather adopt the vantage point that screening
will promote rather short ranged interactions. To this end we
include an on-site repulsion with
HU ¼ U
X
i
ðni;"  1=2Þðni;#  1=2Þ; ð2Þ
as the dominant contribution. The interactions are written in a
particle-hole symmetric way for convenience which amounts to
an overall shift in chemical potential. This model is known in the
literature as the ionic Hubbard model; a paradigmatic model to
study the transition from band insulators (BI) to Mott insulators
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Fig. 1 Ab initio characterization of twisted bilayer GeSe. a, b Top and side view of monolayer GeSe. Green and blue spheres indicate Se and Ge atoms,
respectively. The black box in the top panel denotes the rectangular unit cell of the system. c moiré pattern for two sheets of GeSe stacked at a relative
twist of 180-6.61 degree denoted by configuration B. The pattern that emerges shows a rectangular shape, with much larger unit cell. We highlight two
areas with dashed lines whose staking is given in the right panels. d, e Band structure as obtained from density functional theory using the LDA. Flat bands
emerge at the edge of the valence and the conduction bands, where e shows a zoom into the red-boxed region highlighted in d. The flat bands at the
conduction band disperse only along one spatial direction, the Γ! X and S! Y direction. f LDA and GGA results for the ratio between inter-wire (t?) and
intra-wire (tk) couplings of the emergent one-dimensional chains at low energies as a function of twist angle, highlighting the emergence of quasi-one-
dimensional physics at small twists. g Real space illustration of the one-dimensionality of the system showing the charge density of the bands labeled by
1–4 in e as accumulated yellow regions (the unit cell hosts a pair of wires with a staggered chemical potential and a wire-wire coupling that vanishes as the
angle is decreased). The charge density wires are highlighted with red lines and annotated by α and β.
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(MI) as the interactions are increased and was investigated
extensively at half-filling34–40. It is now well understood that this
transition occurs via an intermediate bond order wave state
(BOW), in which interaction induced spontaneous dimerization
leads to alternating strong and weak bonds. The transition from
BI to BOW is of the Ising, second order type, while the second
transition from the BOW to the MI state is of the Kosterlitz-
Thouless (KT) type34–38. Twisted GeSe thus provides an inroad
into this highly intriguing physics and can, depending on the
parameters, potentially realize all of these different phases. So far
we have used a (zero temperature) ab initio analysis of the band
structure. For experiments, however, an important question is
whether and how the emergent, correlated phases manifest at
finite but still low temperature. This can be simulated efficiently
for any chemical potential μ, as well as U and ϵ0 using density
matrix renormalization group (DMRG) (see Methods section)
taking the ab initio band structure as an input (at higher tem-
perature the band structure itself might be affected but this
regime is not the one we focus on in this work).
Much is known about the phases in the ionic Hubbard model
and how to characterize them34–38, particularly at half-filling. We
summarize how to distinguish these phases in Table 1, where we
characterize the four different phases band insulator, bond
ordered wave, Mott insulator and Luttinger liquid by whether
they display a charge gap, spin gap and a staggered bond dimer
order. A checkmark signals that the phase displays a non-zero
value of the gap or order, while a cross denotes the absence
thereof. By calculating the static susceptibility to magnetization
χM , charging χC and bond ordering χBOW upon including a small
seed perturbation in magnetic field, onsite potential or bond
dimerization, respectively, we determine the spin and charge
gaps, as well as the bond ordering tendencies (see Supplementary
Note 1). For the smaller angle of ϕ ¼ 6:61, we show χM and
χBOW given a small seed s=t ¼ 102 in Fig. 2b, c. By calculating
the static susceptibilities in this fashion and varying U=t, as well
as μ=t (corresponding experimentally to controlling the angle, as
well as back gate) we can map out the phase diagram by using
Table 1. Panel (d) of Fig. 2 shows the full phase diagram we
obtain this way. The BOW state occupies only a tiny fraction of
the phase diagram and most likely requires fine tuning to be seen
in experiments, especially at finite temperature.
The different phases of matter manifest prominently in
transport experiments with the insulating gap scaling either with
ϵ0 or U in the BI and MI case, respectively, while showing
characteristic power-law suppression in temperature in the LL
regime. Scanning tunneling microscopy (STM) will reveal either a
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Fig. 2 Characterization of many-body electron correlations in twisted bilayer GeSe. a Fit (solid lines) to the ab initio results shown in Fig. 1. The fit yields
parameters t ¼ 1:03 meV and ϵ0=t ¼ 1:3 for ϕ ¼ 6:61. b, c Susceptibilities for bond order, as well as magnetization are used to map out the phase
boundaries between the Band insulator (BI), the bond ordered wave (BOW) state and the Mott insulating (MI) state at half filling μ ¼ 0. The first transition
(BI! BOW) is a continuous Ising phase transition, while the second (BOW!MI) is of the Kosterlitz-Thouless type34–38. Upon doping the system away
from half filling the system turns to a gapless Luttinger liquid state (at non-zero U) characterized by critical power-law correlations in spin and charge
degrees of freedom. The full phase diagram at T ¼ 0 is summarized in d. e Specific heat and (f) spin-spin correlation function at half filling for two values of
U, placing the system either in the band insulating or Mott insulating state, respectively. The specific heat (e) at large inverse temperatures 1=T turns from
exponential (BI) to linear (MI) which is a hallmark of gapless spin excitations in the MI state. The double maxima structure in c is a hallmark of the lower
and upper Hubbard band57. We find that at 1K the system starts to show clear MI behavior (specific heat c turns linear) for U=t ¼ 8. Panel f shows the
spin-spin correlation function. In the BI phase we find exponential suppression, while in the MI state the state shows long range algebraic correlations
CS  x1 at T ¼ 1=8K. Panel g shows the charge-charge correlation function obtained for finite doping μ=t ¼ 3. The long-ranged power-law decay (dashed
line) in the correlation functions falls of as approximately CS  x1:9 which is indicative of a weakly correlated Luttinger liquid (Luttinger parameter
KC ¼ 0:95) at this U=t ¼ 4.
Table 1 Theoretical characterization of the different phases
of matter that can be realized in twisted GeSe34–38.
Band
insulator
Bond
ordered wave
Mott
insulator
Luttinger liquid
Charge gap ✔ ✔ ✔ ✘
Spin gap ✔ ✔ ✘ ✘
Bond dimer ✘ ✔ ✘ ✘
The four different phases band insulator, bond ordered wave, Mott insulator and Luttinger liquid
are distinguished by whether they display a charge gap, spin gap and a staggered bond dimer
order. A checkmark signals that the phase displays a non-zero value of the gap or order, while a
cross denotes the absence thereof.
ARTICLE NATURE COMMUNICATIONS | https://doi.org/10.1038/s41467-020-14947-0
4 NATURE COMMUNICATIONS |         (2020) 11:1124 | https://doi.org/10.1038/s41467-020-14947-0 | www.nature.com/naturecommunications
charge gap (BI and MI) with different temperature scaling or a
power-law suppression of the density of states in the LL case.
Both transport and STM have recently been successfully put
forward in the twisted van der Waals material’s context2–6.
Furthermore, specific heat and spin-spin correlation functions
can be monitored to distinguish between these phases. In panel
(e) and (f) of Fig. 2 we show the specific heat c ¼ ∂E=∂T , as well
as the spin-spin correlation CSðxÞ at half filling for two values of
U=t ¼ 0 (BI) and U=t ¼ 8 (MI). The specific heat in (e) at large
inverse temperature 1=T is exponentially suppressed in the BI
case while for a MI we find a linear behavior which is one of the
hallmarks of the emergent gapless spin-excitations. We find that
at 1K the system starts to show clear MI behavior (specific heat c
turns linear) for U=t ¼ 8. Panel (f) depicts the real space spin-
spin correlation function. The BI phase is characterized by an
exponential suppression of these correlation functions, while one
of the hallmarks of the MI state are long range algebraic
correlations CS  x1 at T ¼ 1=8K , at least for small enough
distances compared to 1=T (after which correlations fall off
exponentially). We complement this by studying the charge-
charge correlation function CC obtained for finite doping μ=t ¼ 3
shown in panel (g). The long-ranged power-law decay
(dashed line) in the correlation functions falls of as approximately
CS  x1:9 which indicates a weakly correlated LL state.
Importantly, the temperatures for which all of these predictions
can be measured are on the Kelvin scale and thus within
experimental reach.
Next, we highlight the signatures accessible via STM. We
compute the density of states ρ at the even lattice sites i by
simulating the real time dynamics of hci;"cyi;"ðtÞi and taking the
Fourier transform. Via the dissipation fluctuation theorem the
local density of states can be obtained from this by dividing out
the Fermi-distribution f ðωÞ (see Methods for details). The
results are summarized in Fig. 3 for temperatures in the Kelvin
regime. At small U we find that the single particle gap scales with
ϵ0, while the Mott insulating gap scales as U . Overall the
behavior of the gap first decreases (with a minimum close to the
BOW phase) and then increases as U is increased. The spectral
features of the density of states can be used to clearly distinguish
experimentally which phases are realized in the system.
Discussion
We have established that twisted bilayer GeSe is an exciting
platform to study strongly correlated one-dimensional physics
and the crossover from one to two dimensions in a highly tunable
manner. We find that upon marrying ab initio materials char-
acterization and strong correlations a one-dimensional ionic
Hubbard Model arises, which shows many prototypical features
and phases of strongly correlated one-dimensional systems. These
can be probed by experiments on twisted bilayer GeSe in acces-
sible temperature regime, albeit on much enlarged moiré length
scales. In twisted bilayer GeSe at small twist angles the spin-orbit
splitting for the effectively one-dimensional system is negligible.
Future research should address the questions whether in other
moiré systems a stronger spin-orbit coupling can be realized. If so
this would provide a highly controllable platform to realize
Majorana edge state in these effective wires, by coupling the
system to a conventional s-wave superconducting substrate.
In the final stages of writing this article ref. 46 appeared, which
supports the message of this paper.
Methods
Details about the DFT treatment. We employed the Vienna Ab initio simulation
package (VASP) to perform the ground state DFT calculations47. The basis was
chosen to be plane waves with an energy cutoff of 450 eV and the pseudo potentials
are generated using the projector augmented wave method (PAW)48. The
exchange-correlation functions are treated in the local density approximation
(LDA)49. We complement our calculations by also considering the exchange-
correlation functionals treated in the generalized gradient approximation (GGA)50
and find results consistent with LDA. A 1 × 1 × 1 momentum grid is used for the
ground state and relaxation calculations. The experimental lattice constants for
bulk GeSe (a= 4.38 Å, b= 3.82 Å) are employed for the construction of the
supercell of twisted bilayer GeSe. In order to satisfy the commensurate condition,
the a lattice constant is slightly expanded by 0.68%. As periodic boundary condi-
tion are applied, a vacuum region larger than 15 Å is added in the z-direction
perpendicular to the layers to avoid artificial interaction between the periodic slabs.
We relax all the atoms in order to avoid artificial effects as known from unrelaxed
structures for other moiré systems51–53. Throughout the relaxation, all the atoms
are relaxed until the force on each atom converges to values smaller than 0.01 eV/
Å. In the GGA calculations, van der Waals corrections are applied using the DFT-
D3 method of Grimme54. To visualize the charge density distributions of the low-
energy states of twisted bilayer GeSe we employ the VESTA code55. There exist two
inequivalent configurations called A and B in the main text, which are illustrated
and characterized in Fig. 4. The supercell of twisted bilayer GeSe with twist angles
at 10.99 , 8.26 and 6.61 contain 872, 1544 and 2408 atoms, respectively.
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Fig. 3 Density of states in twisted bilayer GeSe at μ ¼ 0 obtained from DMRG. The bottom scale shows the different phases found in dependency of U=t
at half filling μ ¼ 0. Arrows indicated the vales U=t used to calculate the density of states shown in the upper panels (U=t ¼ 0; 1 in a, U=t ¼ 4 in b and
U=t ¼ 8; 16 in c), which are grouped corresponding to the phases (BI, BOW or MI in a, b or c, respectively). In a a shaded region indicates the position of
the non-interacting band edges, which agrees well with our numerics, where the density of states is found via real-time propagation. Consistent with Fig. 2,
we find a non-monotonic gap size in the density of states as U=t is increases, first decreasing and then increasing. Close to U ¼ 0 the gap is determined by
ϵ0 while at large U it scales U. The temperature in these calculations are T ¼ 1:2K for a, c, as well as T ¼ 2:4K for b. (Here N0 normalizes the integral
over the density of states to one).
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Details about the fitted band structure and 1D-2D crossover. We use a simple
tight binding model to describe the dispersion at all angles calculated within DFT.
We consider a next-nearest-neighbor lattice model on a rectangular grid with a 2
by 2 sites unit cell:
H0 ¼
X
i
tk c
y
ix ;iy
cixþ1;iy þH:c:
þ t? cyix ;iy cix ;iyþ1 þH:c:
þ tDcyix ;iy cixþ1;iyþ1 þ tDc
y
ix ;iy
cix1;iyþ1 þH:c:
þ ϵini;
ð3Þ
with ni; ¼ cyi ci the occupancy at site i ¼ ðix; iyÞ. We fit the dispersion varying the
nearest-neighbor hopping amplitudes along the x direction (t?), along the y
direction (tk), the next-nearest hopping along the diagonal (tD), as well as the
onsite potentials ϵi . We consider a 2 by 2 unit cell so ϵi can take 4 different values
ðϵ0;0; ϵ1;0; ϵ0;1; ϵ1;1Þ
Fitting the bands for three different twist angles ϕ ¼ 10:99 , ϕ ¼ 8:26 , and
ϕ ¼ 6:61 yields the values reported in Table 2. Clearly, as one approaches smaller
twist angles the one-dimensional character of the system emerges and the residual
chain-chain coupling along the x direction t? and tD becomes negligible. This is
further illustrated in Fig. 5 where we show the ab initio characterization of the
dispersion for the same angles, as well as the corresponding fits. The bands show
more appreciable residual dispersion along the X  S direction at larger angle,
signaling the crossover from 1D to 2D as the angle is increased. Therefore the
effective dimensionality of the system can be tuned by the twist angle and twisted
bilayer GeSe provides a tunable platform to study the 2D to 1D crossover.
For the smallest twist angle of ϕ ¼ 6:61 , which we concentrate on in the main
text when discussing correlation effects, the dispersion along x is negligible and we
can set t?  0, tD  0, as well as label t ¼ tk . Subtracting of the trivial mean
potential shift of ϵshift ¼ ðϵx;0 þ ϵx;1Þ=2 and defining ϵ0 ¼ ðϵx;0  ϵx;1Þ=2 we
recover Eq. (1) of the main text (as well as reinstating the spin degree of freedom).
Treating electron correlations. We treat correlations in a numerically exact
tensor network based approach formulated in matrix product states16. We exploit
the two-site translation invariance of the infinite system and set up the tensor
network algorithm directly for the infinite dimensional limit. To treat finite tem-
perature we use the purification scheme described in part 7 of ref. 16 and rewrite
the unity operator, corresponding to an infinite temperature density matrix ρ  1
in terms of a wavefunction in combined physical and auxiliary Hilbert space.
Subsequently we “cool” the density matrix to temperature T ¼ 1=β, where
ρ  eβH , by applying an imaginary time evolution algorithm. We converge the
bond dimension such that numerically exact results are obtained and perform a
fourth order Trotter-Suzuki decomposition with small enough steps in imaginary
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Fig. 5 Ab initio band structure obtained with the GGA functionals and including van der Waals corrections (lines), as well as a next-nearest neighbor
Hubbard model fit (circles) to the dispersion for different angles. This allows to extract nearest-neighbor hopping amplitudes along the x direction (t?),
along the y direction (tk), the next-nearest hopping along the diagonal (tD), as well as the onsite potentials ϵi. Clearly the dispersion along the x direction
vanishes as we approach smaller angles. The results of the fit are summarized in Table 2.
a b
Fig. 4 The two configurations of twisted bilayer GeSe in real space: a configuration A and b configuration B. They are related by a 180 rotation of the top
layer and share the same size of supercell. The insets show the local atomic arrangements in the regions highlighted in red and blue in the main figures.
Table 2 Fitted values for the tight binding model of Eq. (3) for three different angles as shown in Fig. 5.
ϕ tk t? tD ϵ0;0 ϵ0;1 ϵ1;0 ϵ1;1
10.99 7.024 0.992 0.039 408.359 406.214 407.522 404.923
8.26 2.403 0.094 0.037 369.076 370.521 370.474 371.556
6.61 1.349 0.017 0.036 353.57 355.048 355.249 353.135
Clearly the system becomes more one-dimensional as the angle becomes smaller.
All values are given in meV.
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time Δβ ¼ 0:01, such that the decomposition does not yield an appreciable
approximation. A fourth order decomposition is chosen for numerical convenience
allowing for larger time steps then a second order scheme reducing the overall
numerical resources needed. In the Supplementary Note 2 the convergence of all
numerical parameters is benchmarked explicitly in the non-interacting limit.
Calculating the density of states. To calculate the density of states we use a
simulation in real time (and at finite temperature) to obtain the
GðtÞ ¼ ci;"cyi;"ðtÞ
D E
: ð4Þ
For this we use the ideas put forward in ref. 56. This is essential to reach long
enough times, such that a meaningful Fourier transform can be taken with a
Hanning type window function, compare Fig. 6a. The maximum time reached by
the simulation thus limits the frequency resolution and introduces natural
broadening in the Fourier transform. This procedure is employed for the Data
shown in Fig. 3a, c where the U=t is either large or small both cases in which the
entanglement growth is quite moderate. For the data shown Fig. 3b which is
U=t ¼ 4 the entanglement growth is much more severe and even after employing
the ideas of ref. 56, the time scales are limited. To this end we utilize a linear
prediction algorithm to extend the time scales, see Fig. 6b.
Data availability
All data generated and analyzed during this study are available from the corresponding
author upon reasonable request.
Code availability
All the custom codes used in this study are available from the corresponding author upon
reasonable request.
Received: 18 June 2019; Accepted: 6 February 2020;
References
1. Tokura, Y., Kawasaki, M. & Nagaosa, N. Emergent functions of quantum
materials. Nat. Phys. 13, 1056 (2017).
2. Cao, Y. et al. Unconventional superconductivity in magic-angle graphene
superlattices. Nature 556, 43–50 (2018).
3. Cao, Y. et al. Correlated insulator behaviour at half-filling in magic-angle
graphene superlattices. Nature 556, 80–84 (2018).
4. Yankowitz, M. et al. Tuning superconductivity in twisted bilayer graphene.
Science 363, 1059–1064 (2019).
5. Kerelsky, A. et al. Maximized electron interactions at the magic angle in
twisted bilayer graphene. Nature 572, 95–100 (2019).
6. Choi, Y. et al. Electronic correlations in twisted bilayer graphene near the
magic angle. Nat. Phys. 15, 1174–1180 (2019).
7. Jin, C. et al. Observation of moiré excitons in WSe2/WS2 heterostructure
superlattices. Nature 567, 76–80 (2019).
8. Xian, L., Kennes, D. M., Tancogne-Dejean, N., Altarelli, M. & Rubio, A.
Multiflat bands and strong correlations in twisted bilayer boron nitride:
Doping-induced correlated insulator and superconductor. Nano Lett. 19,
4934–4940 (2019).
9. Naik, M. H. & Jain, M. Ultraflatbands and shear solitons in moiré patterns of
twisted bilayer transition metal dichalcogenides. Phys. Rev. Lett. 121, 266401
(2018).
10. Wang, L. et al. Magic continuum in twisted bilayer WSe2. Preprint at https://
arxiv.org/abs/1910.12147 (2019).
11. Scuri, G. et al. Electrically tunable valley dynamics in twisted WSe2/WSe2
bilayers. Preprint at https://arxiv.org/abs/1910.12147 (2019).
12. Kerelsky, A. et al. moiré-less correlations in ABCA graphene. Preprint at
https://arxiv.org/abs/1911.00007 (2019).
13. Andersen, T. I. et al. moiré excitons correlated with superlattice structure in
twisted WSe2/WSe2 homobilayers. Preprint at https://arxiv.org/abs/1912.06955
(2019).
14. von Delft, J. & Schoeller, H. Bosonization for beginners-refermionization for
experts. Ann. der Phys. 7, 225–305 (1998).
15. Giamarchi, T. Quantum Physics in One Dimension (Clarendon Press, 2003).
16. Schollwöck, U. The density-matrix renormalization group in the age of matrix
product states. Ann. Phys. 326, 96–192 (2011).
17. Gomes, L. C. & Carvalho, A. Phosphorene analogues: Isoelectronic two-
dimensional group-IV monochalcogenides with orthorhombic structure. Phys.
Rev. B 92, 085406 (2015).
18. Vaughn, D. D., Patel, R. J., Hickner, M. A. & Schaak, R. E. Single-crystal colloidal
nanosheets of GeS and GeSe. J. Am. Chem. Soc. 132, 15170–15172 (2010).
19. Xue, D.-J. et al. Anisotropic photoresponse properties of single micrometer-
sized GeSe nanosheet. Adv. Mater. 24, 4528–4533 (2012).
20. Mukherjee, B. et al. Nir Schottky photodetectors based on individual single-
crystalline GeSe nanosheet. ACS Appl. Mater. Interfaces 5, 9594–9604 (2013).
21. Zhou, X. et al. Highly anisotropic GeSe nanosheets for phototransistors with
ultrahigh photoresponsivity. Adv. Sci. 5, 1800478 (2018).
22. Wang, X. et al. Short-wave near-infrared linear dichroism of two-dimensional
germanium selenide. J. Am. Chem. Soc. 139, 14976–14982 (2017).
23. Zhao, H. et al. Band structure and photoelectric characterization of GeSe
monolayers. Adv. Funct. Mater. 28, 1704855 (2018).
24. Hu, Z. et al. Recent progress in 2d group IV–IV monochalcogenides:
synthesis, properties and applications. Nanotechnology 30, 252001 (2019).
25. Fei, R., Li, W., Li, J. & Yang, L. Giant piezoelectricity of monolayer group IV
monochalcogenides: Snse, SnS, GeSe, and GeS. Appl. Phys. Lett. 107, 173104 (2015).
26. Gomes, L. C., Carvalho, A. & CastroNeto, A. H. Enhanced piezoelectricity and
modified dielectric screening of two-dimensional group-IV
monochalcogenides. Phys. Rev. B 92, 214103 (2015).
27. Fei, R., Kang, W. & Yang, L. Ferroelectricity and phase transitions in
monolayer group-IV monochalcogenides. Phys. Rev. Lett. 117, 097601 (2016).
28. Mehboudi, M. et al. Structural phase transition and material properties of few-
layer monochalcogenides. Phys. Rev. Lett. 117, 246802 (2016).
29. Wu, M. & Zeng, X. C. Intrinsic ferroelasticity and/or multiferroicity in two-
dimensional phosphorene and phosphorene analogues. Nano Lett. 16,
3236–3241 (2016).
30. Wang, H. & Qian, X. Two-dimensional multiferroics in monolayer group IV
monochalcogenides. 2D Materials 4, 015042 (2017).
31. Shi, G. & Kioupakis, E. Anisotropic spin transport and strong visible-light
absorbance in few-layer SnSe and GeSe. Nano Lett. 15, 6926–6931 (2015).
32. Rangel, T. et al. Large bulk photovoltaic effect and spontaneous polarization of
single-layer monochalcogenides. Phys. Rev. Lett. 119, 067402 (2017).
33. Liu, Y. et al. Helical van der Waals crystals with discretized Eshelby twist.
Nature 570, 358–362 (2019).
34. Fabrizio, M., Gogolin, A. O. & Nersesyan, A. A. From band insulator to Mott
insulator in one dimension. Phys. Rev. Lett. 83, 2014–2017 (1999).
1.0
a b0.8
0.6
0.4
0.2
0.0
–0.2
0.6
0.4
0.2
0.0
–0.2
–0.4
–0.6
–0.8
–15
U/t
4.0
U/t
0.0
1.0
8.0
16.0
–10 –5 0
t (1/meV)
R
e 
[G
(t)
]
5 10 15 –15 –10 –5 0
t (1/meV)
5 10 15
Fig. 6 Real time simulation of GðtÞ (see Eq. (4)) of the data shown in Fig. 3. Panel a showns U=t ¼ 0, 1, 8 and 16, while panel b displays U=t ¼ 4. In the case
of U=t ¼ 4 we extend the reached time scales by using linear prediction. Symbols are calculated data points, the line is the data obtained using linear prediction.
NATURE COMMUNICATIONS | https://doi.org/10.1038/s41467-020-14947-0 ARTICLE
NATURE COMMUNICATIONS |         (2020) 11:1124 | https://doi.org/10.1038/s41467-020-14947-0 | www.nature.com/naturecommunications 7
35. Wilkens, T. & Martin, R. M. Quantum Monte Carlo study of the one-
dimensional ionic Hubbard model. Phys. Rev. B 63, 235108 (2001).
36. Takada, Y. & Kido, M. Effect of electron correlation on the Bragg reflection. J.
Phys. Soc. Jpn. 70, 21–24 (2001).
37. Kampf, A. P., Sekania, M., Japaridze, G. I. & Brune, P. Nature of the insulating
phases in the half-filled ionic Hubbard model. J. Phys. 15, 5895–5907 (2003).
38. Manmana, S. R., Meden, V., Noack, R. M. & Schönhammer, K. Quantum
critical behavior of the one-dimensional ionic Hubbard model. Phys. Rev. B
70, 155115 (2004).
39. Tincani, L., Noack, R. M. & Baeriswyl, D. Critical properties of the band-
insulator-to-Mott-insulator transition in the strong-coupling limit of the ionic
Hubbard model. Phys. Rev. B 79, 165109 (2009).
40. Loida, K., Bernier, J.-S., Citro, R., Orignac, E. & Kollath, C. Probing the bond
order wave phase transitions of the ionic Hubbard model by superlattice
modulation spectroscopy. Phys. Rev. Lett. 119, 230403 (2017).
41. Ribeiro-Palau, R. et al. Twistable electronics with dynamically rotatable
heterostructures. Science 361, 690–693 (2018).
42. Scheurer, M. S., Rachel, S. & Orth, P. P. Dimensional crossover and cold-atom
realization of topological Mott insulators. Sci. Rep. 5, 8386 (2015).
43. Bloch, I., Dalibard, J. & Nascimbène, S. Quantum simulations with ultracold
quantum gases. Nat. Phys. 8, 267–276 (2012).
44. Tomza, M. et al. Cold hybrid ion-atom systems. Rev. Mod. Phys. 91, 035001
(2019).
45. Wu, F., Lovorn, T., Tutuc, E., Martin, I. & MacDonald, A. H. Topological
insulators in twisted transition metal dichalcogenide homobilayers. Phys. Rev.
Lett. 122, 086402 (2019).
46. Kariyado, T. & Vishwanath, A. Flat band in twisted bilayer bravais lattices.
Phys. Rev. Res. 1, 033076 (2019).
47. Kresse, G. & Hafner, J. Ab initio molecular dynamics for liquid metals. Phys.
Rev. B 47, 558 (1993).
48. Blöchl, P. E. Projector augmented-wave method. Phys. Rev. B 50, 17953
(1994).
49. Perdew, J. P. & Zunger, A. Self-interaction correction to density-functional
approximations for many-electron systems. Phys. Rev. B 23, 5048 (1981).
50. Perdew, J. P., Burke, K. & Ernzerhof, M. Generalized gradient approximation
made simple. Phys. Rev. Lett. 77, 3865 (1996).
51. Guinea, F. & Walet, N. R. Continuum models for twisted bilayer graphene:
effect of lattice deformation and hopping parameters. Phys. Rev. B 99, 205134
(2019).
52. Lucignano, P., Alfè, D., Cataudella, V., Ninno, D. & Cantele, G. Crucial role of
atomic corrugation on the flat bands and energy gaps of twisted bilayer
graphene at the magic angle θ  1:08. Phys. Rev. B 99, 195419 (2019).
53. Jain, S. K., Juričić, V. & Barkema, G. T. Structure of twisted and buckled
bilayer graphene. 2D Mater 4, 015018 (2016).
54. Grimme, S., Antony, J., Ehrlich, S. & Krieg, H. A consistent and accurate ab
initio parametrization of density functional dispersion correction (DFT-D) for
the 94 elements H-Pu. J. Chem. Phys. 132, 154104 (2010).
55. Momma, K. & Izumi, F. Vesta 3 for three-dimensional visualization of crystal,
volumetric and morphology data. J. Appl. Cryst. 44, 1272–1276 (2011).
56. Kennes, D. M. & Karrasch, C. Extending the range of real time density matrix
renormalization group simulations. Comput. Phys. Commun. 200, 37–43
(2016).
57. Essler, F. H. L., Frahm, H., Göhmann, F., Klümper, A. & Korepin, V. E. The
One-Dimensional Hubbard Model (Cambridge University Press, 2009).
Acknowledgements
This work was supported by the European Research Council (ERC-2015-AdG694097)
and Grupos Consolidados (IT578-13). The Flatiron Institute is a division of the Simons
Foundation. L.X. acknowledges the European Unions Horizon 2020 research and
innovation programme under the Marie Sklodowska-Curie grant agreement No. 709382
(MODHET). M.C. is supported by the Flatiron Institute, a division of the Simons
Foundation. D.M.K. acknowledges funding by the Deutsche Forschungsgemeinschaft
(DFG, German Research Foundation) under Germany’s Excellence Strategy-Cluster of
Excellence Matter and Light for Quantum Computing (ML4Q) EXC 2004/1-390534769.
Gefördert durch die Deutsche Forschungsgemeinschaft(DFG) im Rahmen der Exzel-
lenzstrategie des Bundes und der Länder-Exzellenzcluster Materie und Licht für Quan-
teninformation (ML4Q) EXC 2004/1-390534769. D.M.K. acknowledges funding by the
Deutsche Forschungsgemeinschaft (DFG, German Research Foundation) under RTG
1995. We acknowledge support by the Max Planck Institute-New York City Center for
Non-Equilibrium Quantum Phenomena. D.M.R.G. calculations were performed with
computing resources granted by RWTH Aachen University under projects prep0010. We
acknowledge computing resources from Columbia University’s Shared Research Com-
puting Facility project, which is supported by NIH Research Facility Improvement Grant
1G20RR030893-01, and associated funds from the New York State Empire State
Development, Division of Science Technology and Innovation (NYSTAR) Contract
C090171, both awarded April 15, 2010.
Author contributions
L.X. provided DFT results, D.M.K. performed the DMRG calculations. D.M.K., L.X.,
M.C., and A.R. interpreted the results and participated in writing the paper.
Competing interests
The authors declare no competing interests.
Additional information
Supplementary information is available for this paper at https://doi.org/10.1038/s41467-
020-14947-0.
Correspondence and requests for materials should be addressed to D.M.K. or A.R.
Peer review information Nature Communications thanks Richard Matear and the other,
anonymous, reviewer(s) for their contribution to the peer review of this work. Peer
reviewer reports are available.
Reprints and permission information is available at http://www.nature.com/reprints
Publisher’s note Springer Nature remains neutral with regard to jurisdictional claims in
published maps and institutional affiliations.
Open Access This article is licensed under a Creative Commons
Attribution 4.0 International License, which permits use, sharing,
adaptation, distribution and reproduction in any medium or format, as long as you give
appropriate credit to the original author(s) and the source, provide a link to the Creative
Commons license, and indicate if changes were made. The images or other third party
material in this article are included in the article’s Creative Commons license, unless
indicated otherwise in a credit line to the material. If material is not included in the
article’s Creative Commons license and your intended use is not permitted by statutory
regulation or exceeds the permitted use, you will need to obtain permission directly from
the copyright holder. To view a copy of this license, visit http://creativecommons.org/
licenses/by/4.0/.
© The Author(s) 2020
ARTICLE NATURE COMMUNICATIONS | https://doi.org/10.1038/s41467-020-14947-0
8 NATURE COMMUNICATIONS |         (2020) 11:1124 | https://doi.org/10.1038/s41467-020-14947-0 | www.nature.com/naturecommunications
